Single-crystal X-ray study T = 120 K Mean (C-C) = 0.002 Å R factor = 0.038 wR factor = 0.105 Data-to-parameter ratio = 14.6
The title compound, C 9 H 10 N 3 O 2 S 2 + ÁNO 3 À ÁH 2 O, was obtained from a solution of sulfathiazole in dilute nitric acid at room temperature. The crystal structure is stabilized by a network of hydrogen bonds and van der Waals interactions.
Comment
Sulfathiazole has a remarkable solvate-forming ability with interesting structural and conformational properties. Many solvent-containing sulfathiazoles are known and a lot of them have been studied crystallographically (Bingham et al., 2001) . Shirotani et al. (1983) described three solvates of sulfathiazole and Caira et al. (1994) reported the crystal structure of the 1:1 complex of sulfathiazole and cyclodextrin, in which the molecules are hydrogen bonded with each other, forming a layer and these layers are linked by hydrogen bonds with water molecules.
The sulfathiazole molecule in the title complex, (I), is hydrogen bonded with a nitrate ion which is also hydrogen bonded with the water molecule. The sulfathiazole molecule is protonated on its terminal amino group.
The planes of the benzene and thiazole rings are inclined in a gauche conformation about the S12-N11 bond with a dihedral angle of 87.63 (6) . The crystal structure is stabilized by a network of hydrogen bonds and van der Waals interactions.
Experimental
Solid sulfathiazole (0.255 g; 1 mmol) was dissolved in 1M HNO 3 acid (50 ml) and stirred for 30 minutes, filtered off and the clear solution was left at room temperature for crystallization. Pale-yellow platelike crystals of sulfathiazole nitrate were obtained by slow evaporation of the solution. Hydrogen-bond geometry (Å , ). C-bound H atoms were included in the riding model approximation with C-H = 0.95 Å , and with U iso (H) = 1.2U eq (C). H atoms attached to N and O were located in an electron density map and refined isotropically with the N-H and O-H bond lengths restrained to 0.95 (5) Å .
Crystal data
Data collection: COLLECT (Nonius, 1997 (Nonius, -2000 ; cell refinement: HKL SCALEPACK (Otwinowski & Minor 1997); data reduction: HKL DENZO (Otwinowski & Minor 1997) and SCALEPACK; program(s) used to solve structure: SHELXS97 (Sheldrick, 1990 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX publication routines (Farrugia, 1999) .
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